Rate constants calculation with a simple mixed quantum/classical implementation of the flux-flux correlation function method.
A simple mixed quantum/classical (mixed-Q/C) implementation of the flux-flux correlation function method has been applied to evaluate rate constants for a two-dimensional model system. The model consists of an Eckart barrier resembling the collinear H + H(2) reaction, linearly coupled to a harmonic oscillator. Results are presented for a broad range of parameters for temperatures between 140 and 300 K. It is found that the mixed-Q/C method gives fairly accurate results as long as the reaction does not involve too many recrossings. This suggests that the methodology could be extended to treat direct polyatomic reactions in gas phase.